Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.005 Å; R factor = 0.042; wR factor = 0.152; data-to-parameter ratio = 16.2.
In the title compound, C 7 H 7 NO 4 S, the nitro group is twisted by 10.2 (5) out of the plane of the benzene ring. Inversionrelated molecules are linked by non-classical C-HÁ Á ÁO hydrogen bonds into dimers featuring an R 2 2 (10) motif.
Related literature
For the synthesis, see: Nobles & Thompson (1965) . For the supramolecular patterns of nitrophenyl compounds, see Glidewell et al. (2002) ; Ma (2007 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx À 1; Ày þ 1; Àz.
Data collection: RAPID-AUTO (Rigaku Corporation, 1998) ; cell refinement: RAPID-AUTO; data reduction: CrystalStructure (Rigaku/MSC, 2002) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97.
Simple carboxylic acids containing the nitrophenyl group exhibit a variety of supramolecular aggregation patterns (Glidewell et al., 2002) . We had reported the crystal structure of (2-nitrophenylsulfinyl)acetic acid in our previous work (Ma, 2007) . In our attempt to synthesize the homologous compound of it, we unexpectedly obtain the title compound, (I), which is prepared by the decarboxylated reaction of (4-nitrophenylsulfonyl)acetic acid.
In (Fig. 1 ), all bond lengths and angles are normal. The nitro group is twisted out the phenylene ring by 10.2 (5) °.
A centrosymmetric dimer, containing an R 2 2 (10) motif, is built up by C-H···O hydrogen bonding interactions between the phenyl and nitryl ( Fig.2; table 1 ).
Experimental 4-Nitrophenylthioacetic acid was prepared by nucleophilic reaction of chloroacetic acid (9.4 g, 0.1 mol) and 4-nitrothiophenol (15.5 g, 0.1 mol) under basic conditions. 4-Nitrophenylthioacetic acid (21.3 g, 0.1 mol) was then oxidized using 30% aqueous hydrogen peroxide (30 ml)in acetic anhydride solution (50 ml) (Nobles et al., 1965) . Unexpectedly product was obtained, namely 1-(methylsulfonyl)-4-nitrobenzene, which formed by the (4-nitrophenylsulfonyl)acetic acid decarboxylation under excessive hydrogen peroxide conditions.
Refinement
All H atoms were placed in calculated positions and treated as riding on their parent atoms, with C-H = 0.93 Å (aromatic), U iso (H) = 1.2U eq (C); C-H = 0.96 Å (methyl), U iso (H) = 1.5U eq (C). Fig. 1 . The molecular structure of (I), showing displacement ellipsoids at the 30% probability level for non-H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.1240 (5) 0.8495 (4) 0.09033 (17) 0.0426 (7) Geometric parameters (Å, °) C1-C2 1.378 (5) C5-H3 0.9300 C1-C6 1.379 (4) C6-H4 0.9300 C1-S1 1.771 (3) C7-S1 1.747 (4) C2-C3 1.384 (5) C7-H5 0.9600 C2-H1 0.9300 C7-H6 0.9600 C3-C4 1.369 (5) C7-H7 0.9600 C3-H2 0.9300 N1-O3 1.212 (4) C4-C5 1.367 (5) N1-O4 1.218 (4) C4-N1 1.475 (4) O1-S1 1.427 (3) C5-C6 1.380 (4) O2-S1 1.425 ( 
